Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.010 Å; R factor = 0.039; wR factor = 0.106; data-to-parameter ratio = 17.2.
In the title dinuclear complex, [Zn 2 I 4 (C 6 H 8 N 6 ) 2 ], two Zn II atoms are bridged by two 1,2-bis(1,2,4-triazol-4-yl)ethane (btre) ligands, forming a centrosymmetric metallacycle. The coordination geometry of the Zn II ion is distorted tetrahedral with the coordination sphere formed by two N atoms from the triazole rings of two symmetry-related btre ligands and two iodide ligands.
Related literature
For the isostructural zinc complexes [Zn 2 (btre) 2 X 4 ], where X = Cl, Br, see: Habit et al. (2009) . For other triazole coordination compounds, see: Haasnoot (2000) ; Li et al. (2003) ; Zhang et al. (2007) ; Zhu et al. (2004) .
Experimental
Crystal data [Zn 2 I 4 (C 6 Table 1 Selected geometric parameters (Å , ).
Symmetry code: (i) Àx þ 1 2 ; Ày þ 1 2 ; Àz þ 1.
Data collection: CrystalClear (Rigaku, 2000) ; cell refinement: CrystalClear; data reduction: CrystalClear; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: SHELXTL (Sheldrick, 2008); software used to prepare material for publication: SHELXTL.
Bis [ -1,2-bis(1,2,4-triazol-4-yl) (Haasnoot, 2000) .
In our previous work, we synthesized several zinc II complexes with 1,2-bis(1,2,4-triazol-1-yl)ethane (bte; Li et al., 2003; Zhang et al., 2007; Zhu et al., 2004) . 1,2-Bis(1,2,4-triazol-4-yl)ethane (btre) is an isomer of 1,2-bis(1,2,4-triazol-1-yl)ethane.
In the present work, we report here the preparation and crystal structure of a dimeric zinc II complex, namely, [Zn(btre)I 2 ] 2 (I).
The crystal structure of (I) is built up from a neutral dimeric metallacycle. The dimer is centrosymmetric. As shown in Fig.1 , in each dimer, two zinc II centres are connected by two btre lignads resulting in a discrete Zn 2 (btre) 2 18-membered binuclear metallacycle.
Each zinc II centre is four-coordinated by two N atoms of btre ligands and two I lignads (Table 1) , forming a distorted tetrahedral geometry. Each btre exhibits a gauche conformation in (I). The N3-C5-C6-N6 torsion angle is 63.8 (7)°.
The dihedral angle between the two triazole rings is 45.6 (2)°. The Zn···Zn separation via the bridging btre ligand is 7.755 (2) Å in (I), compared with the corresponding values of 7.8750 (2) Å in [Zn(btre)Cl 2 ] 2 and 7.7980 (5) Å in [Zn(btre)Br 2 ] 2 (Habit et al., 2009) .
Experimental 10 ml of aqueous solution of ZnI 2 (1 mmol) was added to a tube, and 10 ml of MeOH solution of 1,2-bis(1,2,4-triazol-4yl)ethane (btre) (1.0 mmol) was carefully added above the aqueous solution. Colourless crystals were obtained after about two weeks. Anal. Calcd. for C 12 H 16 I 4 N 12 Zn 2 : C, 14.91; H, 1.67; N, 17.39%. Found: C, 14.82; H, 1.56; N, 17.31%.
Refinement
H atom were placed in idealized positions and refined as riding, with C-H distances of 0.93 (triazole) and 0.97Å (ethane), and with U iso (H) = 1.2U eq (C). Fig. 1 . A dimeric structure of the title compound. Displacement ellipsoids are drawn at the 30% probability level (symmetry code for atoms A: -x+1/2, -y+1/2, -z+1). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Figures
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 
Geometric parameters (Å, °)
Zn1-N1 2.017 (5) N5-C4 1.285 (9) Zn1-N4 i 2.019 (5) N6-C3 1.333 (7) Zn1-I1 2.5479 (8) N6-C4 1.351 (8) Zn1-I2 2.5523 (9) N6-C6 1.463 (7) N1-C1 1.296 (7) C1-H1A 0.9300 N1-N2 1.369 (7) C2-H2A 0.9300 N2-C2 1.301 (8) C3-H3A 0.9300 N3-C2 1.342 (8) C4-H4A 0.9300 N3-C1 1.350 (7) C5-C6 1.502 (9) N3-C5 1.455 (8) C5-H5A 0.9700 N4-C3 1.301 (7) C5-H5B 0.9700 N4-N5 1.384 (7) C6-H6A 0.9700 N4-Zn1 i 2.019 (5) C6-H6B 0.9700 N1-Zn1-N4 i 103.68 (19) N3-C1-H1A 125.2
